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Details of the single crystal structure determination of [Zn 4 (tbazip) 3 (bpe) 2 
(OH) 2 ]·bpe·{solvent}
Experimental: Single crystals of [Zn4(tbazip)3(bpe)2(OH)2]·bpe·{solvent} (formula: C90H80N12O14Zn4, CCDC 1538659) were obtained directly from the solvothermal reaction. A suitable crystal was selected and mounted on a glass capilary with oil on a Bruker APEX2 microfocus rotating anode diffractometer. The crystal was kept at 90.0 K during data collection. Using Olex2, 1 the structure was solved with the ShelXS-1997 2 structure solution program using Direct Methods and refined with the XL 2 refinement package using least squares minimisation.
All hydrogen atom positions were assigned using idealised geometries (riding) with the exception of the hydroxyl protons. The positions of the hydroxide protons were initially located using peaks from the electron density difference maps. For refinement, the OH distances and thermal parameters were restrained, however, no geometric restraints were used. The tert-butyl group of one tbazip linker and all three unique bpe molecule were refined using disorder models. Restraints were applied to the thermal parameters and in the case of the unbound bpe, soft geometric restraints were applied to ensure a chemically reasonable geometry was obtained. Electron density associated with strongly disordered solvent molecules was removed from the structure using SQUEEZE. The electron count for each of the two equivalent voids in the unit cell (calculated volume 297 Å 3 , giving total porosity 13.0%) was determined to be 78 e -. Figure S1 : UV-Vis-NIR of tbazip /3 Figure S2 : Image of crystals of [Zn 4 (tbazip) (2) 4543.3(16) 18.9(9) C74 3498(4) 3803 (2) 4412 (2) 15.5(8) C78
4000 (4) 3493 (3) 3969 (2) 18.9(9) C77
3988 (6) 2636 (4) 10475 (8) 9475 (4) 2616 (3) 111 (3) C85 10967 (11) 9179 (6) 2267 (4) 127 (3) C86 12026 (8) 8678 (5) 2465 (3) 75 (2) C87 12860 (9) 8420 (6) 2063 (3) 102 (3) C88 13730 (8) 7854 (6) 2185 (4) 100 (3) N8 13915 (8) 7502 (5) 2625 (5) 83 (3) C89 13155 (11) 7698 (7) 2993 (4) 85 (3) C90 12299 (6) 8254 (4) 2933 (2) 69.4(17) C16A 9448 (7) 2630 (4) 444 (3) 30.2(17) C18A
9998 (10) 2795 (5) 1399 (4) 45 (2) C17A 7844 (8) 2690 (4) 1048 (3) 39 (2) C74A 3870 (6) 3825 (3) 4195 (3) 17 (1) C75A 4299 (6) 3380 (4) 8081 (10) 10948 (6) 2542 (4) 69 (2) C79A 8605 (12) 10515 (7) 2951 (3) 73(3) C80A
9488 (11) 9937 (6) 2866 (3) 68(3) C84A 11058 (18) 9368 (15) 2323 (8) 125(4) C85A 11440 (20) 8802 (12) 2587 (9) 122(4) C88A 14170 (20) 7165 (18) 2647 (14) 81 (7) N8A 14110 (10) 6958 (10) 2190 (5) 74(4) C89A 13240 (17) 7166 (14) 1823 (7) 98(6) C90A 12303 (16) 7700 (13) 1940 (6) 81(5) C87A 12399 (10) 8186 (9) 2447 (5) 41(3) C86A 13351 (16) 7883 (10) 2794 (8) 43 (4 (7) 23.9(4) O4 13378.3(14) 9302.2(10) 651.1 (7) 26.5(4) C49 12029.0(18) 9620.7(13) 4374.1(10) 21.0(5) O11 12902.3(13) 9259.4(9) 4589.5(7) 23.6(3) O9 12081.4(14) 10354.1(9) 4194.6(7) 24.7(4) /13 
